Key indicators: single-crystal X-ray study; T = 194 K; mean (C-C) = 0.008 Å; R factor = 0.069; wR factor = 0.138; data-to-parameter ratio = 10.2.
Experimental
Crystal data C 12 H 20 N 4 O M r = 236.32 Orthorhombic, P2 1 2 1 2 1 a = 13.298 (3) Å b = 13.608 (4) Å c = 14.356 (3) Å V = 2597.9 (11) Å 3 Z = 8 Mo K radiation = 0.08 mm À1 T = 194 K 0.65 Â 0.24 Â 0.20 mm
Data collection
Siemens SMART 1K CCD diffractometer 31860 measured reflections 3283 independent reflections 2259 reflections with I > 2(I) R int = 0.109 Refinement R[F 2 > 2(F 2 )] = 0.069 wR(F 2 ) = 0.138 S = 1.08 3283 reflections 322 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.20 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA N1-H1AÁ Á ÁN7 0.88 (1) 2.09 (3) 2.850 (6) 144 (5) N5-H5CÁ Á ÁN3 i 0.88 (1) 2.02 (2) 2.857 (6) 160 (5) Symmetry code: (i) Àx þ 1 2 ; Ày þ 1; z þ 1 2 .
Figure 1
The structure of molecule A, showing the atom-labelling. Displacement ellipsoids are drawn at the 50% probability level.
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Figure 2
The structure of molecule B, showing the atom-labelling. Displacement ellipsoids are drawn at the 50% probability level. supplementary materials sup-5 Acta Cryst. (2013) . E69, o1028
Figure 3
A view along the c axis of the helical structure of the title compound [the C-bound H atoms have been omitted for clarity;
hydrogen bonds are shown as dashed lines; see Table 1 for details; symmetry codes: (i) -x+1/2, -y+1, z+1/2; (ii) -x+1/2, -y+1, z-1/2]. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
5-[(1R,2R,4R)-2-Methoxy
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) C15-C19 1.567 (7) C1-C11 1.499 (7) C15-H15A 1.0000 C1-C2 1.555 (7) C16-C17 1.530 (8) C1-C6 1.574 (7) C16-H16A 0.9900 C2-C3 1.546 (9) C16-H16B 0.9900 C2-H2A 0.9900 C17-C18 1.537 (7) C2-H2B 0.9900 C17-H17A 0.9900 C3-C4 1.507 (9) C17-H17B 0.9900 C3-C7 1.524 (8) C18-C22 1.523 (7) C3-H3A 1.0000 C18-C19 1.540 (7) C4-C5 1.529 (9) C19-C20 1.504 (7) C4-H4A 0.9900 C19-C21 1.554 (7) C4-H4B 0.9900 C20-H20A 0.9800 C5-C6 1.515 (8) C20-H20B 0.9800 C5-H5A 0.9900 C20-H20C 0.9800 C5-H5B 0.9900 C21-H21A 0.9800 C6-C10 1.534 (7) C21-H21B 0.9800 C6-C7 1.567 (7) C21-H21C 0.9800 C7-C8 1.527 (8) C22-H22A 0.9800 C7-C9 1.548 (8) C22-H22B 0.9800 C8-H8A 0.9800 C22-H22C 0.9800 C8-H8B 0.9800 C24-H24A 0.9800 C8-H8C 0.9800 C24-H24B 0.9800 C9-H9A 0.9800 C24-H24C 0.9800
